C 18 H 8 BrCl 2 F 3 N 4 ,monoclinic, P 12 1
Source of material
Following the literature method [1] , the reactionof2,6-dichloro-4-(trifluoromethyl)aniline (10 mmol, 2.3 g) with asuspensionof sodium nitrite (10 mmol,0 .69 g) and sulfuric acid (3 ml), followed by reaction with asolutionofethyl 2,3-dicyanopropionate (10 mmol, 1.52 g) in acetic acid (5 ml), gave 5-amino-3-cyano-1-(2,6-dichloro-4-trifluoromethylphenyl)-pyrazole. The compound wasthen reacted with 3-bromobenzaldehyde (10 mmol, 1.85 g) to give the title compound. Single crystals suitable for X-rayanalysis were obtained by slow evaporation of amethanol solution.
Experimental details
The large displacement parameters of the fluorine atoms represent the rotationaldisorder. All Hatoms were positioned geometrically and allowed to ride on their parent atoms atdistances of d (C-H)=0.93 Åand d (N-H)=0.86 Åwith U iso =1.2U eq (parent atom).
Discussion
The title compound is animportant intermediate in synthesis of trifluoromethyl-containing pyrazole derivatives,which are good insecticides [2] . Trifluoromethylated compounds have been found diverse applications in the areasofmaterials science, agrochemistry and biomedicalchemistry due to their unique chemical, physicaland biologicalproperties [3, 4] . Inorder to continue investigations of such trifluoromethyl-containing pyrazoles, the title compound wass ynthesized and its crystals tructure determined. The title compound consists of three different rings, the first phenyl ring (C2/C3/C4/C5/C6/C7), the second phenyl ring (C13/ C14/C15/C165/C17/C18) and the pyrazolyl ring (N1/N2/C8/C9/ C10), which are all almost planar. The dihedralangles between pyrazolyl ring and phenyl (C2-C7) and phenyl (C13 -C18) rings are 86.7°and 153.5°, respectively. Int he crystals tructure, all bond lengths and angles in are normal. Furthermore, there are no obvious p -p interactions between pyrazolyl ring and phenyl rings. 
